
r V •  >  i  •MASS SPECTRUM 10/03/80 11:39:00 + 32:36 
SAMPLE: 4UL OF 1ML OF EXTRACT 
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-KIC + MASS CHROMATOGRAMS DATA: AN3461 #489 SCANS 400 TO 508 
10/03/80 11:39:00 CALI: 0CT3 #4 
SAMPLE: 4UL OF 1ML OF EXTRACT 



.MASS SPECTBUM 
10/03/80 11:39:00 + 35:16 
SAMPLE: 4UL OF 1ML OF EXTBACT 
vnn• i H/irrv /a imv aii Ei'snAn^mi o IDI> zii WTJ 

DATA: AN3461 #529 
CALI: 0CT3 #4 

BASE M/E: 212, 
BIC: 5832700j. 
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-MASS SPECTRUM 
10/03/80 11:39:00 + 40:32 
SAMPLE: 4UL OF 1ML OF EXTRACT 
EfmAntcD ̂  isB zii 0u 

DATA: AN3461 «608 
CALI: 0CT3 04 

BASE M/E: 190 
RIC: 5218300 
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I1ASS SPECTRUM 
10/03/80 11:39:00+32:36 
SAMPLE: 4UL OF 1ML OF EXTRACT 
mniiunvtn / /\ irn /\i( EnriAriccu 15B 2ii wii 

DATA: AN3461 #489 
CALI: 0CT3 #4 

BASE M/E: 191 
RIC: 8028150. 
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LIBRARY SEARCH DATA: AN3461 # 489 BASE M/E: 19*. 
10/03/80 11:39:00 + 32:36 CALI: 0CT3 #4 RIC: 6782970. 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N 0T) 

25409 SPECTRA IN LIBRARYNB SEARCHED FOR MAXIMUM PURITY 
161 MATCHED AT LEAST 3 OF THE 16 LARGEST PEAKS "N THE UNKNOWN 

RANK IN NAME 
1 2054 METHANE,TRIBROMOFLUORO-
2 4403 S"ANNANE,TRIMETHYLPHENYL-
3 10532 PROPANE,3-BR0M0-1,1,1-TRICHLORO-
4 18307 CHOLESTA-9(ll),20(22)-DIEN-23-ONE,3,G-BIS(ACETYLOXY)-,C3.BETA.,5.ALPHA 
5 5913 S""ANNANE, TRI ETHYL METHYL-

RANK FORMULA M.UT B.PK PURITY FIT RFIT 
1 C.BR3.F 268 191 172 814 204 
2 C9.H14.SN 242 227 163 613 230 
3 C3.H4.CL3.BR 224 109 160 699 193 
4 C31.H46.05 498 81 153 525 258 
5 C7.H18.SN 222 193 152 671 194 

1 

4 



LIBRARY SEAR8J 
10/03/89 11:39:00 + 32:36 
SAMPLE: 4UL OF 1ML OF EXTRACT mm I nnT«n t sm_ •> />§• at ̂ EHHAmujiii IO 15B 2ii uTi 

DATA: AN3461 8 489 
CALI: 0CT3 i 4 

r I '• 

. . J I., 
BASE M/E: 191 
RIC: 6782970. 
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Hf, • ^ I. |i'i. ,<ft , P, >• .ji . |iai ,ii| , njii, i.iljii, ,ill >, iV-U ,1 . , m| 11 i,i i. 11,. ,< .ill|n ,r , .iipv., .. y 11 , .hip -#W 
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MASS SPECTRUM 
10/03/80 11:39:00 + 35:16 
SAMPLE: 4UL OF 1ML OF EXTBACT 
M n i  •  i m r a  t jrn AII AW •» BfriANOcD IO IDD 2ii u T J 

100.0n 

50.0-

DATA: AN3461 11529 
CALI: 0CT3 #4 
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LIBRARY SEARCH 
10/03/80 11:39:00 + 35:16 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCES (3 £5B 2H 61i 

DATA: AN3461 8 529 
CALI: 0CT3 8 4 

BASE M/E: 212 
RIC: 5267450. 

1300 
SAMPLE 

l :  
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100.0n 

50.0-

36 

BASS SPECTRUM 
10/03/80 11:39:00 + 40:32 
SAMPLE: 4UL OF 1ML OF EXTRACT f A 4 r-n /\ta Aip> EiiHAhueij i^> I5i> zn 6Tj 
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DATA: AH3461 8608 
CALI: 0CT3 84 

BASE M/E: 196 
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LIBRARY SEARCH DATA: AN3461 # 606 BASE M/E: 196 
10/03/80 1:39:00 + 40:32 CALI: 0CT3 #4 RIC: 4775930; 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N 0T) 

25409 SPECTRA IN LIBRARYNB SEARCHED FOR MAXIMUM PURITY 
140 MATCHED AT LEAST 3 OF THE 16 LARGEST PEAKS IN THE UNKNOUN 

RANK IN NAME 
1 17927 BENZALDEHYDE,2,4,5-TRICHL0R0-
2 17244 ACETICACID,WN2 -(P-CHLOROPHENYL)-4-TH I AZOL.YL\METHYL\THIO\-
3 21583 ACRIDINE,1,2,3,4-TETRAHYDRO-4,9-DIMETHYL-
4 5215 1,4-NAPHTHALENEDIONE,2-CHL0R0-3-HYDR0XY-
5 25219 2i:iH)-PYRIMIDIN0NE,5-METHYL-4-\(TRIMETHYLSILYL)AMIN0\-

RANK FORMULA M.UT B.PK PURITY FIT RFIT 
1 C7.H3.0.CL3 208 209 195 700 270 
2 C12.H10,02.N.S2.CL 299 45 192 577 276 
3 C15.H17.N 211 211 191 607 229 
4 C10.H5.O3.CL 208 208 187 778 200 
5 C8.H15.0.N3.SI 197 196 184 488 263 



LIBRARY SEARGH 
10/03/80 11:39:00+40:32 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N OT) 

DATA: AN3461 8 608 
CALI: 0CT3 8 4 

BASE M/E: 196 1 
RIC: 4775930. 

: ) 
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MASS SPECTRUM 
10/03/80 11:39:00 + 32:00 
SAMPLE: 4UL OF 1ML OF EXTRACT 
mil • i unrin * A a sua AV> EMHANlcB Id 1DD ZI1 VI I 

DATA: AN3461 8480 
CALI: 0CT3 84 

BASE M/E: 210 
BIC: 113664'. 
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LIBRARY SEARCH DATA: AN3461 • 480 BASE M/E: 210 
10/03/80 :.1:39:00 + 32:00 CALI: 0CT3 #4 RIC: 113663. 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED <S 15B 2N 0T) 

25409 SPECTRA IN LIBRARYNB SEARCHED FOR MAXIMUM PURITY 
255 MATCHED AT LEAST 2 OF THE 16 LARGEST PEAKS :N THE UNKNOWN 

RANK IN NAME 
1 11409 BENZENE, l-CHL0R0-4-\(2-CHL0R0ETHYL)SULF0N"L\-
2 4113 2,5-CYCLOHEXADIEN- 1-ONE, 4,4' -(1,2-ETHANED Z'YLIDENE) B IS\2,6-B IS'! 1,1-DIME 
3 817 BENZENESULFONYLCHLORIDE,4-CHLORO-
4 21397 4H-NAPHTH0\2,3-B\PYRAN-4-0NE,2-METHYL-
5 3751 O-CRESOL,3,4,6-TRICHLORO-

RANK FORMULA M.UT B.PK PURITY FIT RFIT 
1 C8.H8.02.S.CL2 238 210 114 455 232 
2 C30.H42.02 434 434 95 664 136 
3 C6.H4.02.S.CL2 210 111 93 393 235 
4 C14.H10.02 210 210 91 546 166 
5 C7.H5.0.CL3 210 210 85 359 235 



LIBRARY SEARCH 
10/03/80 11:39:00+32:00 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N 0T) 

DATA: AN3461 ft 480 
CALI: 0CT3 ft 4 

BASE M/E: 210 
RIC: 113663. 

SAMPLE 

C8.H8.02.S.CL2 4 b/j i 
M UT 238 
B PK 210 
RANK 1 
IN 11409 
PUR 114 J 

lv . 
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1' • . M , 
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C30.H42.U2 

1373 n 
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B PK 434 
RANK 2 
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PUR 95 J 

C6.H4.02.S.CL2 
1373 T 

M UT 210 
B PK 111 
RANK 3 
IN 817 
PUR 93 J 
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MASS SPECTRUM 
10/03/80 11:39:00 + 34:40 
SAMPLE: 4UL OF 1ML OF EXTRACT 
fHignitrtrvk t A»I AV ^ EfthAiimD idd zn wi f 

100.0 —i 

50.0-

46 59 
M/E 50 

50.0-

DATA: AN3461 #520 
CALI: 0CT3 #4 

212 

BASE M/E: 212 
RIC: 593920. 
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82 _l_ 98 L 434 H6 _i L. 
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I • r i i ii, hi 

150 200 250 
r 180736. 
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LIBRARY SEARCH DATA: AN3461 • 520 BASE M/E: 212 
10/03/80 11:39:00 + 34:40 CALI: 0CT3 #4 RIC: 589823. 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N 0T) 

25409 SPECTRA IN LIBRARYNB SEARCHED FOR MAXIMUM PURITY 
83 MATCHED AT LEAST 3 OF THE 16 LARGEST PEAKS IN THE UNKNOWN 

RANK IN NAME 
1 8652 \1, r-BIPHENYL\-4-ACETICACID 
2 8965 ME-THANONE, (4-METHOXYPHENYL) -2-PYRIDINYL-
3 21573 MEITHANONE, C3-METH0XYPHENYD-2-PYRIDINYL-
4 25302 2,4,6(1H,3H,5H)-PYRIMIDINETRIONE,1,3-DIME"HYL-5-(1-METHYLBUTYL)-5-(OXI 
5 14025 METHANONE,C2-METH0XYPHENYL)-2-PYRIDINYL-

RANK FORMULA M.UT B.PK PURITY FIT RFIT 
1 C14.H12.02 212 212 159 546 281 
2 C 13.H11.02.N 213 212 155 608 248 
3 C13.H11.02.N 213 213 153 599 217 
4 C14.H22.04.N2 282 212 149 565 248 
5 C13.H11.02.N 213 213 148 583 , 221 

I. 



LIBRARY SEARCH 
10/03/80 11:39:00+34:40 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED {3 SB 2H 0T> 

RATA: AN3461 # 520 
CALI: DCT3 0 4 

BASE M/E: 212 
RIC: 589823. 

1000 
SAMPLE 

ii i - i I • I' • I • 'l 'I'I •' I * I '• "l * | ' I -'"l ''I 'I '•"I1 

\1 .U'-BIPHENYL\-4-ACETICACID 
• I .  .  i  * 11. ,li.iI.ii,i |ii,i.,- ,i|i i r  . i y i . i i , i  | i i , i ,  . i . , - - .  • ,  11 ' I, 1 '1 1 -T ' 1 • I * I 

C14.H12.02 
(AAA 1VVU "I 

M WT 212 
B PK 212 
RANK 1 
IN 8652 
PUR 159 

I , . I . . I , . 1 . 1  , l l ,  ,  
1 METHANUNE!(4-MEiHUXYPHENYL)-2-PYRllUNYL-

| ' i ' i ' i 1 i • I • r i  1  i  '  r  

C13.H11.U2.N 
1000 

M WT 213 
B PK 212 
RANK 2 
IN 8965 
PUR 155 J 

ni L 

METHANONE,(3-METHOXYPHENYL)-2-PYRIDINYL-
J • I • I • I • | | ' 1 ' 1 ' I • • 

C13.H11.02.N 
1060 -1 

M UT 213 
B PK 213 
BANK 3 
IN 21573 
PUR 153 

•I'l l 1 i I » I '' 1 1 | 1 I • I 1 I • * I ' 
350 

I 1 I • I ' 1 
M/E 50 100 150 200 

* 1 I 1 
250 300 400 45* 

\ !•' 



100.0H 

50.0H 

MASS SPECTRUM 
10/03/80 11:39:00+36:40 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N ST) 

DATA: AN3461 0550 
CALI: 0CT3 04 

BASE M/E: 208,1 
RIC: 16307211 

M/E 

r 27616. 

r 27616. 

50.0-

369 

M/E 



LIBRARY SEARCH DATA: AN3461 # 550 BASE M/E: 208 
10/03/80 11:39:00 + 36:40 CALI: 0CT3 #4 RIC: 162559. 
SAMPLE: 4UL OF 1ML OF EXTRACT 
ENHANCED (S 15B 2N 0T) 
25409 SPECTRA IN LIBRARYNB SEARCHED FOR MAXIMUM PURITY 
364 MATCHED AT LEAST 2 OF THE 16 LARGEST PEAKS IN THE UNKNOWN 

RANK IN NAME 
1 16956 FERROCENE,S(HYDROXYIMINO)PHENYLMETHYL\-,(2)-
2 17660 IRIDIUM,\(1,2,3,4,5-.ETA.)-1,2,3,4,5-PENTAMETHYL-2,4-CYCLOPEN7ADIEN-1 
3 16955 FERROCENE,N(HYDROXYIMINO)PHENYLMETHYLN-,(E)-
4 16035 BENZENEETHANAMINE,N-M:PENTACHLOROPHENYDMETHYLENE\-
5 10754 r'CLOHEXYLAMINE,N-(3,3-DIMETHYL-4,4-DIPHENYL-2-0XETANYLIDENE)-
RANK FORMULA M.UT B.PK PURITY FIT RFIT 
1 C17.H15.O.N.FE 305 167 116 739 . 153 
2 C10.H15.F6.IR.P2 504 504 110 479 155 
3 C17.H15,O.N.FE 305 167 103 662 151 
4 C15.H10.N.F5 299 208 99 568 168 
5 C23.H27.O.N 333 208 98 419 184 



LIBRARY SEARCH 
T0/03/80 11:39:00+36:40 
SAMPLE: 4UL OF 1ML OF EXTRACT T*» •• I JA li^Trn t a a ik /ui EnriAiiCES idd zh w i > 

DATA: AN3461 tt 550 
CALI: 0CT3 II 4 

BASE M/E: 208 
RIC: 162559. 

6914 
SAMPLE 

FERROCENE,\I HYDROXY!MINO)PHENYLMETHYL\-> <Z>— 
"I 'I I J-i-l- I- | I • 'l1 ' • [ ' |*'' 'i •• -f > i • • | • i • I • I ' I '| 

C17.H15.0.N.FE OA 4 A 
M WT 305 
B PK 167 
RANK 1 
IN 16956 
PUR 116 J i . . " 

-T+T-
iKHJlUM,M1,2.3.4,5-.ETA.)-l,2,3,4,5-FENTAnETHYL-2,3-CYCLUFENTAMEN-l-

i 1 i 1 1 1 ' " i • I i ' 1 i 
C10.H15.E6.IR.LP2 

6914 i 
M UT 504 
B PK 504 
RANK 2 
IN 17660 
PUR 110 4 

C17.H15.0.N.FE 
6914 

M UT 305 
B PK 167 
RANK 3 
IN 16955 
PUR 103 4 

FERROCENE,\(HYDROXY!MINO)PHEN YLME THYLV.(E)-
i • i • i* • i • i • i • i * | • i • i • i • i •' i * i ' 'i • i • i • | •  • • • ' •  i  * • • • • I • 1. 

M/E 



106.0-i 

50.0 H 

M/E 
100.0-1 

50.0-

M/E 

MASS SPECTRUM 
10/03/80 11:39:00 + 38:40 
SAMPLE: 4UL OF 1ML OF EXTRACT runt i imfti t j-\ <r«v />»• avi ENNANCMI IO IDO 2II VHJ 

DATA: AN3461 #580 
CALI: 0CT3 #4 

BASE M/E: 208. 
RIC: 666624J 

208 

138 m 196 
1?® 132. , I. I ,.| , 1811 I 

I 

r 172280.J 

i '  ; 1 : 

. . ,  .  f j 

. i 

r 172288. 



LIBRARY SEARCH DATA: AN3461 # 580 
10/03/80 :.1:39:00 + 38:40 CALI: 0CT3 * 4 
SAMPLE: 4UL DF 1ML OF EXTRACT 
ENHANCED (S 15B 2N 0T) 

25409 SPECTRA IN LIBRARYNB SEARCHED FOR MAXIMUM PURITY 
546 MATCHED AT LEAST 2 OF THE 16 LARGEST PEAKS ::N THE UNKNOUN 

RANK IN NAME 
1 18116 COBALT,\\3,3'-(1,2-ETHANEDIYLDINITRILO)BISM-PHENYL- 1-BUTAN0NAT0WC2-) 
2 23715 1' H-ANDR0ST-16-EN0M7, 16-GMND0L-3-0L, ACE~ATE(ESTER), (3.BETA., 5. ALPHA. 
3 14418 7H-DIBENZ\B,D\AZEPIN-7-0NE,5,6-DIHYDRO-5-CP-TOLYLSULFONYL)-
4 3900 PHENOL,2-BR0M0-4-CHL0R0-
5 17660 IRIDIUM,\(1,2,3,4,5-.ETA.)-1,2,3,4,5-PENTAMETHYL-2,4-CYCLOPENTADIEN-1-

RANK FORMULA M.UT B.PK PURITY FIT RFIT 
1 C22.H22.02.N2.C0 405 405 245 587 376 
2 C27.H35.02.N 405 405 240 704 336 
3 C21.H17.03.N.S 363 208 131 604 185 
4 C6.H4.0.CL.BR 206 208 130 597 174 
5 C10.H15.F6.IR.P2 504 504 130 587 191 

BASE M/E: 208 
RIC: 666623. 



LIBRARY SEARCH 
10/03/80 11:39:00+38:40 
SAMPLE: 4UL OF ItIL OF EXTRACT R<ANI I t J»-TV /«I ulirtftiibiii) K IDD zn ui > 

DATA: AH3461 ft 580 
CALI: 0CT3 ft 4 

BASE H/E: 208 
RIC: 666623.', 

1001 

SAMPLE 

C22.H22.02.N2.C0 
4 n.,r\ 4 I 

M UT 405 
B PK 405 
RANK 1 
IN 18116 
PUR 245 

l) '• | I 'l • I . l' • | I I I' • | 

Mt-HH* i • i ,i •• • i I I I  •  I  •  I .  

COBALT, \\3! 3" — (1,2-ETHANEDIYLDINITRI LO') BI !S\ l'-PHEN̂ — 1-B'uTANONATOXX̂ -S T' TT* 

1^-T i i i p '! i t—4 i r^-i i i [ i i « i i i , r 

1"H-ANDKUST- 16-ENUM7. 16-GNlNDUL-3-UL, ACETATE1ESTER>,13.BETA.,5. ALPHA. 
-i-*- • • i • i • 

C27.H35.U2.N 
1081 i 

M UT 485 
B PK 485 
RANK 2 
IN 23715 
PUR 240 

i ' i—1 i ' i 
7H-DIBENZ\B,DXAZEPIN-7-0NE,5,6-DIHYDR0~5-<P-T0LYLSULF0NYL)-

-i • ' • i • i i 1 i *1 • i • r 

C21.H17.03.N.S 
1081 

M UT 363 
B PK 288 
RANK 3 
IN 14418 
PUR 131 

-i—'—i—•—i—•—r -i—•—i—1—i—'—r- -i—<—i—•—r 1 • ' ' i • i • i • -( i 1 I ' 
350 

i 1 i—•—i—•—r • • •< 

M/E 50 100 
• I • • 
150 200 250 388 480 


